In their paper, 1 Meloni and Gingerich reported on preliminary theoretical results by our group ͑Sec. 3 and Ref. 24͒ . We want to add relevant information here ͑a͒ on the structure of the SnBi 2 molecule, and ͑b͒ on our computed atomization energies for SnBi n (nϭ1 -3). Table I shows geometries optimized in densityfunctional calculations using the B3LYP functional 2 together with our large-core relativistic effective-core potentials ͑ECPs͒ 3 and corresponding ͓4s4 p3d2 f ͔ valence basis sets. 3, 4 It is to be noted that SnBi 2 has C 2v equilibrium structure which is lower in energy by ϳ154 kJ/mol ͓as obtained in single-point coupled-cluster calculations with single and double excitations and perturbative account of triples ͑CCSD͑T͔͒ than the D ϱh geometry reported by Meloni and Gingerich.
Also shown in Table I are atomization energies with respect to separate ground-state atoms, evaluated in singlepoint calculations at the above-discussed geometries. In an attempt to gradually improve on the accuracy of the largecore-ECP B3LYP values, we first replaced the large-core ECPs ͑and the ͓4s4 p3d2 f ͔ valence basis sets͒ by smallcore ECPs 5 ͑and corresponding ͓7s7 p5d3 f 2g͔ basis sets 4 ͒, and changed from B3LYP to CCSD͑T͒, in a second step. While our best result for SnBi lies at the upper end of the experimental error bars, significant deviations from experiment are found for SnBi 2 and SnBi 3 , of ϳ65 and ϳ100 kJ/mol, respectively. Basis-set superposition errors cannot be responsible for these deviations since counterpoise ͑CP͒ corrections 6 to the CCSD͑T͒ values amount to only 0.5 and 1.4 kJ/mol for SnBi and SnBi 2 , respectively. Also, zeropoint energies ͑not included in the atomization energies of Table I͒ have small effect ͑3 kJ/mol for SnBi 2 , 4 kJ/mol for SnBi 3 ). On the other hand, correlation contributions from the outer-core d shells of Sn and Bi, also not included in the CCSD͑T͒ values of Table I , increase our atomization energies by 10 kJ/mol for SnBi and 23 kJ/mol for SnBi 2 ͓CCSD͑T͒ level, CP corrected͔, thus enhancing the difference to experiment. The role of spin-orbit ͑SO͒ contributions can be estimated by using the large-core SO-ECPs in full-valence complete active space self-consistent field calculations ͑active orbitals optimized for ͓state-averages of degenerate͔ atomic/molecular ground states, SO matrix elements generated for all states with at most one electron outside the strongly occupied ground-state orbitals͒; we obtain a reduction of the atomization energy by 5 kJ/mol for SnBi, and by 55 kJ/mol for SnBi 2 . Still, our best estimates ͓cf. Table I , CCSD͑T͒-SO, including outer-core correlation͔ are outside the experimental error bars. All the calculations of this work have been done using the MOLPRO 7 suite of programs.
